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Figure S3. Molecular modeling of Tat PDB entry 1JFW interaction with dCA. (A) The small
molecule dCA and other analogs with similar scaffold preferentially docked to the basic patch of HIV-1
Tat protein. The NMR structure PDB entry 1JFW of the HIV-1 Tat protein is used as a template for
docking experiments. (B) Close-up view of the best pose of dCA molecule binding to Tat in the docking
analysis. Basic patch residues of the NMR ensemble are shown in stick representation and the ligand
dCA is shown in yellow color. (C, D) Close-up view of two inactive analogs of dCA (analog # 2 and # 8)
binding site and the interacting residues in HIV-1 Tat protein.
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